Light-controlled supramolecular helicity of a liquid crystalline phase using a helical polymer functionalized with a single chiroptical molecular switch Pijper, Dirk; Jongejan, Mahthild G. M.; Meetsma, Auke; Feringa, Ben L.
Refinement was frustrated by a disorder problem: from the solution, it was clear that the positions of the C25 and C27 atoms were disordered. The disordered positions of C25 and C27 have been described by two site occupancy factors with separately refined displacement parameters. The s.o.f. of the major fraction of the component of the disorder model refined to a value of 0.681(6). A subsequent difference Fourier synthesis resulted in the location of all the hydrogen atoms, which coordinates and isotropic displacement parameters were refined, except the H atom positions of the disordered C atoms. These were refined in the riding mode. The methyl-group of C27 was refined as a rigid group, which was allowed to rotate free.
The C-H distances were in the range of 0. The final unit cell was obtained from the xyz centroids of 6046 reflections after integration using the SAINTPLUS software package (Bruker, 2000) .
Reduced cell calculations did not indicate any higher metric lattice symmetry and examination of the finalatomic coordinates of the structure did not yield extra symmetry elements (Spek, 1988; Le Page 1987 , 1988 ; Bruker Smart Apex; CCD area detector ; _diffrn_measurement_method '\f and \w scans' _diffrn_special_details ;
Crystal into the cold nitrogen stream of the low-temparature unit (KRYOFLEX, (Bruker, 2006) The absolute configuration could not be determined reliably: there are only elements in the structure with very small anomalous effects by the used X-ray wavelength, so the Friedel pairs are merged. (2) 0.682(6) 0.0257(17) . . C28 C Uani -0.1570(4) 0.4087 (3) 0.05087(17) 1.000 0.0239 (10) . . C29 C Uani -0.2810(4) 0.3350 (3) 0.06069(17) (17) (7) 0.026(7) 0.005(5) -0.002(5) 0.008(6) C27B 0.018(6) 0.026 (6) (5) 100 (2) . yes
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